The title compound was obtained from 4,5-dichloro-1,3-dimethylimidazolium triflate and nickel chloride and sodium sulfide in refluxing aqueous ethanol.
Source of material
The title compound was obtained from 4,5-dichloro-1,3-dimethylimidazolium triflate and nickel chloride and sodium sulfide in refluxing aqueous ethanol.
Experimental details
Hydrogen atoms were calculated and refined using a riding model.
Discussion
The conformation of the 8-membered ring, consisting of a C 4 and a S 4 chain, is similar to the intensely discussed structure of the thio derivative [1] , whereas the distances and bond angles are within a deviation of 0.01 Å and 2°, respectively. The main difference between them is the lower torsion angle C2−C3−C4−C5 of 62.2(3)°in contrast to 69.1(5)°of the thio-derivative with phenyl substituents. The reason of this decrease is a reduced steric hindrance between the methyl groups at N2 and N4. Nevertheless, the repulsion is shown by an out of plane motion of C8 and C10 from the imidazole rings in opposite direction with distances to the imidazole planes of 0.143(4) Å and 0.205(4) Å, respectively. As a consequence of the lower torsion angle, the electronic conjugation between the imidazole rings increases, shown by a small diminishment of the single bond C3-C4 with 1.442(3) Å and a small enlargement of the double bonds C2=C3 and C4=C5 with bond distances of 1.357 (3) 
